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SUHIHUHQFH IRU H[FLWLQJGRXEOHTXDQWDRI WKHEHQGLQJYLEUDWLRQVQ SDUWLFXODUO\ FOHDU LQ FRPELQDWLRQ
ZLWKQLHQQLVZHDNDWDQGDQGSUDFWLFDOO\PLVVLQJDWWKHRWKHUDQJOHVZKHUHDVQ
QLVVWURQJ



































































LQ WKH H[FLWDWLRQ RI WKH IXQGDPHQWDO DW'(   PH9 7KLV UHIOHFWV WKH HQWLUHO\ GLIIHUHQW H[FLWDWLRQ
PHFKDQLVP UHYHDOHG DOVR E\ WKH GUDPDWLFDOO\ GLIIHUHQW DQJXODU GLVWULEXWLRQV 7KH 3J UHVRQDQFH DW
H9 LVPXFKZHDNHU UHODWLYHO\ WR WKH 3X UHVRQDQFHDWH9 LQ WKHRYHUWRQHH[FLWDWLRQ WKDQ LQ WKH
IXQGDPHQWDOH[FLWDWLRQUHIOHFWLQJLWVPXFKODUJHUDXWRGHWDFKPHQWZLGWK7KLVLVDOUHDG\LQGLFDWHGE\WKH
DEVHQFHRIERRPHUDQJVWUXFWXUH
















































































2 C C str≡
348 meV
 2 6,8+
C C str + C-H bend≡
425 meV
 2 6,8+ 2
C C str + 2 C-H bend≡
540 meV
22
2 C C str≡
689 meV
2 + 2 2 6,8
2 C C str + 2 C-H bend≡
